C 8 H 8 ClN 3 O4S, monoclinic, P21/c (no. 14), a = 12.662(2) Å, b = 5.2782(8) Å, c = 14.841(2) Å, β = 94.103(3)°, V = 989.3(3) Å 3 , Z = 4, Rgt(F) = 0.0317, wR ref (F 2 ) = 0.1232, T = 293(2) K.
Source of material
The title compound was synthesized via the reaction of hydrazinecarbothioamide (1 mmol, 91.1 mg) with 2-chloro-6hydroxybenzaldehyde (1 mmol, 156.6 mg) in ethanol solution containing a few drops glacial acetic acid under refluxing. When cooled to room temperature, the solution was filtered and left at room temperature. After six days, light yellow crystals were obtained. 
Experimental details
All hydrogen atoms were placed in calculated positions of the carrier atom for oxygen H atoms and 1.2Ueq for the remaining H atoms.
Comment
Thiosemicarbazones are a class of important Schiff-bases and have received considerable attention for many years because of their biological activities and coordination chemistry properties [3] [4] [5] [6] [7] [8] [9] [10] [11] [12] [13] [14] . In order to search for new thiosemicarbazones, the title compound was synthesized and its crystal structure was determined. The asymmetric unit of the title compound consists of one formula unit (cf. the figure) . The title compound has an E configuration with the sulfur atom trans to the iminic nitrogen. In the crystal structure of title compound, the short distance d(N3-C2) = 1.279(3) Å has a value of a typical C=N double bond. Because of the consequence of repulsion between the nitrogen lone pairs and the adjacent N bonds, the C=N-N angle of 115.11(17)°(C2 = N3-N2) is much smaller than the ideal value of 120°expected for sp 2 N atoms. The C1 = S1 bond distance in the molecule is 1.698(2) Å, which is between the typical C=S double-bond (1.56 Å) and the typical C-S single-bond (1.82 Å), thus showing a double bond character. In the crystal structure, a hydrogen bonded dimeric structure is formed by two classical N-H· · · S hydrogen bonds. The adjacent dimers are further linked into three-dimensional frameworks by weak C-H· · · S hydrogen bonds. In addition, intramolecular O-H· · · N hydrogen bonds further consolidate the crystal packing. A database search gave the result that the structure of the parent compound (without the chloro substituent) [3] and another very closely related structure is known [4] .
